* QM calculation of pKa of the hydroxyl group in quinolin-8-ol ring. A does not show significant influence for dopamine activity, implying that H393 6.55 does not play an essential role for the binding of dopamine. Figure S5 . The binding mode of dopamine against D2R. Two hydrogen bonds (black dash) and one ionic interaction (red dash) were found between dopamine (cyan stick) and residues S139 and D114 3.32 (white stick) in D2R, respectively. The most His-rich region has been found in the vicinity of the orthosteric site next to TM5 and TM6 (dark cyan sphere).
